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lft? 

! 20000-
39 SI 7). 

77 
7 

L_ 

«..»• »i L .|I|| . . ft) 

89 
V 

60 
I I .  

- r f - r  

80 

99 
\ 

•Srsn 773 
12  . f i f t  mf r i .  

14ZH0C 

1 1 3  
rTyvf rrj'T vr f|"f ptt'I' 
ion lze 

1 t'fR-V'pPC 
148 

- F E 9 7 0 : : L 1  

B T L * J 2  
1 D . B N 2  » 1  F X  
910805 15 :07  

Compound Ho: 29 
Compound Name i  C465 4>CHL.0R0~3-METHYLPHEHOl .  
Sr -an  Number :  777  
Poten t  ion  Time:  12 .50  mm,  
Quant  Inn :  107 .0  
Area :  S^3( iO 
C o r m  r a n  t  r  o  t 1  o n  i  6 1 . 8 7  N G / i J L  

q - u a l u e :  B 7  

D a t a  F i l e :  > F f c l ? 7 0 :  :  0 7  C u a n t  O u t p u t  F i l e :  
N f i ' o e  :  6 5 6 6 G - 2 8  
M i s.c : lNiT: F SiidUte 6 744. 28 lOOOML/IML/lUL 
Qusn t Time: 910805 23s 45 G|u ant 10 File" 
r r i j e c t e t l  a t :  910805 27:10  Las t  Ca l ibra t ion :  
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F i l ®  V F t 8 * 1  C B 1 S  2 , 4 , 6 - T » l C H l . O » O F , H f . H O L  
Ppi HO SJKSl 51/2 

2 6 600 97 

yiUHiy 11 sit St-ar. 1023 
i s . ( 1 9  f f i l f i .  

190 
1-1 Ail 

™ „ T u? I ; 
"T~7~f ' ! ' ' '"i ' r-~T-T4'- "° 

49 43 99 194 129 149 149 139 299 

SfiKFLC SRECTRtiH iffiCVGRCUNI' SlWTRftCTEin 
rrnVSFEtfPil Mita-aa" 
!)(.!: At» BE97 

I HIT sK IUl.«£fi3<l .23 10OQM Scan 8E1 
S O B  1 3 . 9 1  d i n .  

X 9 i ,  
97 ' Hbb / i ? ?  1 24 4000-j 49 l-A 1B7 •—. 124 

" "it i ss 1 ir" i 

ifiriPLf SPETTHUfl tUNDLTCBtDl 
inie ?rE?rc uEficts-as 

Dpi- At-. CX37 
TNSTir S«L»«.e34 .26 10OSH Sc an 85 i 

13.31 mir.. 
196 

•100 
I 32 

9? , 

"*•; -t. ' i 7 ,, '  '•>• y .« t« 

1 

•"•r-Kyyu:: L.i 

btum ? 
rD„9l-12: :F.X 
9 1 0 6 0 4  1 ? ! 0 ?  

Cn nip a u rd Has 34 
Compound N a m e !  C515 2  ,  A ,  6-TR I  CHl .QROPHtHOL.  
Scan  Numbsns  85  i  
Re ten t ion  Time;  12 .31  mm.  
Q u a n t  I o n i  196.0  
H r e a :  1 4 9 7 6  
Ccmcnn t  r  * J t  i  en  •  19 .70  NC- 'UL 
q - o a l u e :  96 

D a l  a  F i l e :  >  F F 9 7 0  :  :  D 7  Q u a r i  t Qu tput File: 
Name.  :  6566G-28 
H s f r : !  I  M S T  :  F  S W L * 6 8 3 4 .  2 8  1 0 0  0 M L . / 1  M L . / 1 U I .  
Quan  i  Tsmai  9108  05  2>l -45  Quant  ID F i le :  
I n j e c t e d  e t '  9 1 0 9 0 5  2 3 s 1 0  L a s t  Cs l ib r« t  i o m  
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ft£re«NC£ STRHSARJ! 
( F l i p  ^ F C M f  T s T e ' W f R M M O l  

Bok Sb 1330S SUB 
*1041* 11116 Scan lilV 

15 • 5 7 m l r*, 
139 

-100 

.H . I . .  i l l ' ! :  I  , , J .  •j rfrvp rri p ri f-|i i*rr; < V 
«ri3 

10* 
{ 1M 

iTTTrr' rT-|->-i-rr 106 1£9 140 1 6 6  

SAMPLE SPECTRUM I BACKGROUND SUBTRACTED 
["File >FE*V6 t66t.C-<!8 
]8jA 0b £040 

,1* 
xms T ,r'~TttLa&fii4\ii'Tii5Sii'" "StwTTKS' 
SUB 1C.C8 

6r 
2090-j 

i 
I 

1 3 *  

53 
/ 

f~l il|•!*! t r f tlm-f -Pi 

10* 

40 £0 
SAMPLE SPECTRUM "tUMOuVptil i 

»1 93 

t Tf• c m prv * f-. V-f-r i ( 
0: P 

Sti 
T*VTTT|"?*1"( vtnr I |< ' ( I I > t / 

100 I.-:'' ) 
I if ( f l <, yiw-i-i-i 40 tie 

1BQ 

HS 

Flie ^re?70 6E36G-2S 
Iipl (ib £040 

3? C.5 
>000-1 

'  6 3  

INST ir SWL*e.n 54 ,t.f 1000N St an 1065 
1 6 . B S  n i n .  

61 93 
169 

13? 
/ 1-100 

I 
• \ r - I 

0- -I j-vlr-r-r^ilpTfylf ri-pifi-r-jf TiTyJm-y I 1 i IT''--' 1 T • ' f • •••- • i 
40 60 6(3 100 ' \?M 140 

...T 
160 

D a  I  a  F '  1  1 e : - r  F 9 7 0  Q u a n t  O u t p u t  F i l a :  ' r  E . 9 7 0  :  :  L 1  
N w fii® i b 5 "6 6 G — 18 
M i e c :  INSTiF '  S l . lL*48?4 .28  1 OOOM1 ../1ML./1UL.. BTl .^1  2 
Q u a n t  T i m e s  9 1 0 8 0 5  23 '• 4 $  Q u a n t  I D  F i l e s  I D  B N ' 2 «  >  E X  
I n j e c t e d  a t '  9 1 0 8 0 5  ? ? i  1 . 0  L a s t  C a l i b r a t i o n )  9 1 0 8 0 5  1 5 : 0 7  

Compound Ho) 44 
Compound Nome. '  C560 4-NTTRnPHFTHOl  
Scan  Number :  1065  
Reten t ion  Time '  15 ,52  r rnn .  
Quant Ion: 109.0 
f i r e , a :  5 1 4 2  
C o n c e n t r a t i o n !  2 3 . 7 6  N G / U L .  
q - o a I U 9 :  8 9  
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reference strtNrflKp. SpcciRgii. 
Ifil* >f'C80l £618 4 ,t-HlNlTR0- 2-KLVHYLNHE.MU VltJ 'U 'jt i 1 3 i 6 Sc»n 1$09 
' Bpk fib 18368 SUE mln. 

198 
20B8B 

i l l 4 f e  1 2 )  ) .  
4 to  i '8  q. ,  J  11 
] -•«. i - V [ is® is® | 
IliIIL «, .1IL. .miiL i'llt'. .  „r Jl, J. . i' . i' bni. '  LLA " r ' - r - ' f - T T — v .  y J - t — y •  r-|—T"y i—|—r-j-'-t—|—i—i—i—\—i—|—i—|—1y TJ 
49 60 00 100 120 140 160 1 SO 306 

168 
16S 

I. t r-1" yl 

-100 

:>PHfUt SFL'CIRUi'l (EAf.K';H0UH5 SUETRftOTEIO 
TlTo >reS?BTfeT«5'-afc " " IMSTIF" s«C»68i4 ,"2£"i0&0F~"5c"in '113? 
Bp! Ob 3?S36 SUB 16.3? mir.. 

198 
51 ^ H 00 «D(inn-

19 78 93 r" 
105 121 

134 lr? ICC) t .Li , — ,> r ..- ly ips 

40 £0 SO 100 130 140 160 188 1 zSS 

S0MP1.E JPECTRUN fUNOl.TEPFr i 
fruo >r£Vr» ewoc-Te" 
(tbpk At ST'336 

48888- 51 

INST SF SWl.R6tri.2f1 10O0M scar, U37 
1 6 . 2 ?  o i n .  

196 
100 

J?  77 70 4:3 !*1 IS' 

4'"'-^ r','i,! •! '""•¥••• J.',.r.._1L..TX.T 40 60 ©"ft 180 12.8 14 

174 152 ,*8 182 
.i .1, J t • i • >—r—--1 - •| 

100 12.0 140 160 180 200 

Data F i 1» : >Fh.970::D7 Quant Output File: ''FE97£)::L1 
Ham*:  6566G—28 
Miscs INSTsF '.T-4 . ?» i 0 0 OML./1ML./1 UL. BTL*12 
Quant Times 910805 Quant ID Files lD_EN2ssEri 
1 n jet t >"'i at! 9 1.00 05 23:10 Last Ca 1 i b ra t i on t 9inB05 15:07 

Compound No ' •  54  
Compound Name:  Cfr lO A,6-DINITRfj -2- (1FTHYLPHFN0 
Scan  Number :  1177  
R e t e n t i o n  T i m e :  1 6 . 2 ?  m i n .  
Quant  lon t  193 .0  
Area :  105928 
Cone  en  t  r a t  i  on  t  133  .  66  NG/UL 
q-uslue: 1 It CI 
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f ile? /f'tftei uiiiti FLii'VftCrU.OROrHfciNOl. 
aL. sue 

1000© 

0-1 

01641  & 11 :16  i i .CM i  i 4 i> i  
16 i0O (f iii i 

r»«» 
>*c 

^7 £0 33 J? 130 j<? f'j IP l "J?2 270 237 

40 60 120 160 200 240 
I  

SAMPLE. SFCCTBI.IK (EfiCKSROUHD SUBTPftCTED.t 
("file >Pt!470 oiitin;-idfc! 
j  Fp f  B t>  7673  

IMSTiF  S« l . « tu J4 .20  160011  S t w i  1276  
i j y p  1  7  .  7 1  B i n .  

Sb(-
/ 100 

*300-
1 *• 

69 130 

40 00 120  

167 
f 

II S*T 256 237 

I lL u / 
rrftrr , r-f>l Vr'j ' Y' 'I 7' 
>60 200 240 

sonr-LC SPCctrlim tuNHLTtkiffn 
!TTI«7rt?70 6S66C-2® 
jEpf file ?093 

IMSTlF SMl.«68i4.28 1B00M Si an 1276 
1 7 . 7 1  m i n .  

z&e 
/ 

;  16 7  
&80Of fQ  46 13P ••' 202 

. 36 J? ©7 ' «s. 141 ! £'^ 

40 SO lie If 0 200 

202 g.>» 

/ 
V"* 

240  

(-106 

L0 

^FE970: : LI 

BIL412 
1 D_BN' i f :  t  EX 
910005 15:07 

Compound No: 53 
Compound Name: C635 RENTACHLOPOFHt NI.K 
Scan  Number :  1276  
P*Unl sari Time: 17.71 mm. 
Q u a r t t  I o n :  2 6 6 . 0  
A r e a :  2 1 9 7 3  
Ccirioentrat ion: 71. 98 NG/UL 
q-</a 1 ue : 9 7 

Dave Filet > F F, 9 7 0 : : D 7 Quant Output File: 
Home: 6566D-78 
M i t t c s  I N S T s F  S U I l . 4 6 B 7 4 . 2 8  l O O O M L / L M L - ' l U L  
Quant Time: 910805 77:45 Quar,t ID File: 
I n j e c t e d  o r :  9 1 0 8 0 5  2 7 = 1 0  L a s t  C a l i b r a t i o n :  
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RtrCRSMCC JTPHDflRD SPCCTRUM _ 
nmi''?rC9'5T' ^V*4JB*'81 S*7^—(ri^MVLMK^'LTpHTHALfiV""^l"04*lS> lTVi6* SewiToi'i 
jBpl Ab 161166 SUE 24.1? Dir.. 

I 

J0800SV 

0 

1 4 ?  
/ 

40 

5? 7. 33 
X /  M3 122 

, u  .  i !  .  i i .  r '  . .  , .  
fsv-t-T~T'rLTJ-t j I f | | i"TT 

107 ?.7H 
X 

60 rir^m 
TTTT l-rT-l T T-l 1 111 >1 1 "1 |"TT"A 

'100 

13 c' £40 Z30 

'fiHF-tr "PrCTRUH IBACKSROUHP "UETRflCtCP> _ 
rril'l" bv.6b(,-£0 ' "'TMSrVr 3UL»0O34.Cli ioCOH S-.d'i 10741 
I s m  a h  1 3  i 1 1 ?  T i t c i  m m .  
! 14<1 

/ 

aj , 10880£H 57 J "1 '1 —• I J 
I  1 l |  I  /  i i ' 1  1 3 ; ;  
i Tt'-rV-T1! -|"i vC-r-< 

46 r<0 12ft 

167 
/ 27? 

i  I  i  I ' I I . I ' I  I  i  i  ~ l  |  i  >  r  i - T - V ^ S  
l i b  l i i i l  2 4 0  2 6 0  

100  

:,HNPif_ Sf-E(;TRUH (l.'NAl. TEgED) 
]"F iii" >rr?70 6se*o--.is~" 
)sp4 Ob 136040 
I I 
i 10000&4 67 
! 1 X 71 6? 
| j|| J / ^ 11- 132 

^ 40 00 120 

I N 5 7 1 F  3 W L « 6 5 3 4 . Z 5  1 0 0 9 ( 1  S c a b  1 C 7 0  
23.67 air,. 

149 
108 

i or 
/ 

-U 
160 200 240 

} 
260 

D e t a  F  i  1  <a s > f E'970 : : 07 Quant Output Kilter 'vFF97fl : 1L. 1 
N a m e ,  i  6 5 6 6 G - - 2 ®  
M i n n  I N P T i F  S U L 4 1 6 B 3 4 . 2 8  l O O O N L ^ l r i L . X l U l .  B T L 0 1 . 2  
Oueft "4" i t*. F? » 9 1 08 0? 7;4 i 45 Quant ID F i 1 rs« ID 0 M 2 i « F X  
I n j e c t e d  a t :  9 1 0 8 0 ?  2 7 - i l 0  L a s t  C o  1  i  h  r - o  t  i  o n  i  9 1 0 0 0 ?  1 ?  s  0 7  

Compound No; 69 
Compound Name: C7 4? BISC2-ETMYLMEXYL iPHTHfll. A"'' 
S c a n  N u m b e r - !  1 8 7 0  
d e t e n t i o n  T  i  m e  '  2 7 , 8 7  t i u n .  
Quart t for: 149,0 
ftrisa: 730822 
C o n c e n t  r a t  i o n  :  1 9 4 . 6 3  H G - - " U L  
q — «•••& 1 tj o t 97 
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rno~>FE97e (Mcii-iS' 
ftps- Ab I £621 

4? 

SC. 

INfTif SULmfnjM .20 lB0etH_.'lM Scan »4-1 
: . M B  n u n  DVC 13 .23  m l  n  .  

- ii-Wif v-rltr-i 
40 

I'VI-T VT14fcT-p-T7-r*|*t' 
GO 

143 145 173 >90 
^ •Vi i in i'I 11 11 11 111 11 i iTTiVrrrr-iTiTi v 

100 t£(I 140 lib 
T-p-rr-r I U 

130 

i:'i )'! rl}T';*9k F*rop.ar.oi^ <*rf: 1, 2-.ir.emv).-, 
Fill' fit- 99?? 

71 
i 4:1 t • > 

] | * I "i. «' » M 
'I'l l ' irW'1' •• r.UA•.vCt. .. 

40 e-8 mo 190 120 

•fl»«-d>tnyi-l •• t7-tiy<ir Er m. 
0 . 0 0  m i n .  

160 
" I t *  H B S 4 9 K  
Bp!': At 99?? 

Azetidine, 2-nieHiyl-

W»y-'-T rrvrj-tr*. ' • I • • * *1 « « 
4 4 V |  l> V 

'i'-C «if* Ji"? / 
0.60 min. 

T 16< 
" i t *  U B S 4 ' 7 r "  
9pw fib 9945 

4J 

Butane, 2 • fc rosto- £-(no thpl 

I f  
40 

71 
i 

S c a n  6 1 1 1 .  
0 . 0 0  n i n .  

ce 
/ 

'•r-.*,^rT-rr-, T-rr trTT-rrT'iTT-rrrrp-i ri r^iTiTrriTi li riTrrrTrrrT-r-r-i i 
60 0F) 100 120 

Of. 1 i« 1' 169 131 135 11? K.\ 

100 120 140 160 
Tp'r 

UNKNOWN 

•tj mp 4S66G-28 O p e r a t o r :  L I N D A  ris 8/0<>, '91  2? :  10  

flrca 
1.1riknown #,2 
lAl rh 'vZ.O Tenta t ive  Concent  r a t  i o n  i s  IS . 00 

4 . 
y .  

P r o p a n o i c :  a c i d ,  2 - m e  t  h y !  • • ,  2  , 2 - d  i n n e  t  h y  I  - 1  ( 2 ~ h y c J r o x y  
- l - m e t h y ! e t h y 1  1 p  r  o  p y 1  e s t e r  
A k - e  t  i  d  i  H P  ,  ' 2 - m e t h y l -
2u tana, 2-bro mo - 2 - im? ih y 1 -
J x i r a n e ,  b u t y J  

5  .  B u t  y c  a c i d ,  * V» H C »* 

B u t y r i c -  a r i d ,  e s t e r  
P e r . t  e r i r  ,  3 - b r o m o -

w j t h  m — 1 1  y d  i - 1 , '  »  y h ' i - n z o n  l  t  r i 1 e 
w i t h  p - h y c J  r  o x y b e n r o n  1 1 .  r  i  1  e  

216 LT2H24G3 

71. C4H9N 
ISO CS-HllBr 
100 C6H120 
189 C11H11N02 
189 C.11H11N02 
ISO CSHUBr-

rap 11- file: 
bearch speeds 

>F'ff,'9.'0 Spent run •: 
1  T  j  I t  i  r i g  o p t  i o n  :  N  

044 
Wo. of ion rangea riiaarnhed: 4!? 

Prob . CA?; • CON * RUQT k DK *1-" l_Ci in r % COW C.J P_ I U 

1. 76 7436-7 332 4423 NBS4VK 77 37 2 0 94 7 45 21 
'y 1-k* 19E12498 4253 NBB49K 26 36 2 0 94 W 10 14 
5 . 7 Si 507368 4343 NBS49K 35 eJ ? 0 9? 47 7 12 
4 . 25 1436346 4772 NB!s49K 3« 48 2 0 94 46 7 12. r. 25* 29052093 4404 MBS49K 30 6 b 2 0 94 47 7 14 
... •I IT u. r-r. -iir.-- i r. s .. ft r- 1 irsn / m . .-V l _ 
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1 S  d a t a  f i l e  h e a d e r  f r o m  > Fir 970 

3, . i i r f ip  I  K i  Opera tor :  L.1NDA MS 
•1 isc  :  INST:  F  3WI. .*68?4 .  79  1  OOOML/UU. /HIL.  
iys  .  11:  2  MH model  :  70  5LJ/HW rev .  ;  1A f l l . ,5  #  :  

Method  f i l e :  ^STDF tun ing  f  i  1  <a '  F2TUNF 
S o u r c e  t e m p .  :  t l  A r i a  l y 7 . e .  r  t e m p .  1  3  0  0  

8 / 0 ? / ? : )  2 3  :  1 0  
B T L I U 2  

No.  r i t '  ex t ra  records :  
T r a n s f e r -  l i n e  t e m p ,  :  

Chroma!  o^r -ap l i  i  c  tewpei  a tur i t s  :  45  .  7  0  £i .  0 ,  0 ,  0 ,  
CI '  r  owa  t  ou  ra  ph  i  e  t imes ,  rnm.  :  4 .0  9 .0  0 .0  0 .0  0 .0  
C h r o m a t o g r a p h  i e  r a t e ,  d e ^ / m  i  r i :  1 2 . 0  0 . 0  0 . 0  D  •  0  0 . 0  

:970  6 5 6 6 £ — 2.9 1 H9T i  F  AM.  #6834 .  26  1000Ml .  -1  HL.-  LLH.  
5 5 .  0  1  5  0  n  r i  1  C I  P  

i 1.. n 1 c: . p e r  .  7  0  
i n s  l o p e :  0 ,  .  0  0  

3 e a k .  R . T .  f  »  r  s  t  
* m  i  n .  s c a n  

r-— - ^^54— - -81 
2  1 3 . 7 3  8 3 9  

1 5 . 6 4 —  
4  1  ,  0  4  j; 02. 

1 6  . 3 1  

2  3 . 4 8  1 8 2 9  
/• 2 3  .  9 1 ^  —ccT/ I 
h 2 0 3 1  

S u m m a r y  o f  

9" r;in R« jpi„l i 23116. M«x Peaks !  0  B u n c h i n g !  1  
Resul t s  F i le  TF£97f l  Sor ted  by  Time/Area  INT 

rnf l  K.  
s can  

l a *  t  
scan  

p e a k  
I r a  i  g h  t  

r a w  
a  r e a  

—170 -3  8 .13158. . .  , _ /3B3223_ 
847  68935 141 .657  

UL3P ar338" 5W50T" 
15537 27774.  
l«19ji 

1 9 9 1  
2038 

15069 
TetHJL. 

33703 

3 2 6  1 5  
54786 

Sum of  enr  ree led  tn  sa ' i i  

cor r ,  
a r e a  

•4SM4W-- •  
141657 

• T&TH7. ; : :  
-  -2c ' .684  

41253 

23416 
41492 
54756 

046050.  

c o r r .  
'( rirax . 

5  .  5 2  .  
S . 5 4 < ^  

4 . 8 5  
6 . 5 9  

1 1 . 3 3  

2.765 
4.900  
6  .  466  

Summary  of  Unknowns  PBM Library  Seerc t i  and  Quant i ta t ion  

Corn: r  r i  i  r  a  1  ion  S t a n d a r d  

1 40 .  0  
40 .  0  
40 .  0  
40 .  0  
40 .  0  
40  .  0  

Area  

731164.  
343026.  
385166.  
416063.  
391560.  
329135.  

Re  t en t  ion  
T i  me 

U n k n o w n  
W i rtdow 

8 .  1 5  
1 0 .  9 B  
1 4 . 7 8  
1 7 . 9 0  
2 3 . 5 4  
2 6  .  4 9  

4 .50  -
9 .57  -

1 2 . 8 8  -
16.34  -
20 .72  -
25 .02  -

9 .57  
12 .98  
1 6 . 3 4  
20.72  
25 .02  
32  .  04  

D i l u t i o n  F a c t o r  C D F )  -  1 . 0 0  
Amount  Method  ( A M )  =  1 0 0  0 .  O i l  

F r a c t i o n a l  S o l i d *  ( F S >  -  1 . 0 0  
nmouri I Used (AU) = 1000. 00 

C t M ' i ' e t ;  i  i u n  F a c t o r  -  1 .  0 0  -  ( A M  /  A l l '  /  <  O F  *  P ' 3  i 

C o n e  I r i t  S i d  
llf'ikitQwi'i Concentration = * Ares Unk * Correction Factor 

Area  In t  S td  

1 : 3 3  A M  T H E . ,  6 A U G . ,  1 9 9 1  




